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Standard probes used in this study. Each is labeled by the MDDR external 
registry, its name, and associated activity. 
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Probes used for peptide -> non-peptide tests. 
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The initial enhancement for LaSSI APTT vs the number of singul 
values shown for three examples. 
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The correlation of rank for Dice APTT and LaSSI APTT. The example is 199183 
using 170 singular values. Each circle represents a HIV protease inhibitor. 
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Selected compounds that have extremely different ranks in Dice APTT vs LaSSI 
APPT. The examples are 161853 with 800 singular values, 170534 with 150 
singular values. The ranks in two types of search are indicated. 

F 

0 

a 



o 



174007 
Dice 265 
LaSSI 31 




0 



179378 
Dice 936 
LaSSI 127 




161853 k 
Dice 1 \ 
LaSSI 1 

0 




172510 
Dice 483 
LaSSI 82 



s 



s 



222386 
Dice 692 
LaSSI 90 



0 



177101 k 
Dice 735 A 
LaSSI 160 



0- 




F 

235307 
Dice 6610 
LaSSI 224 



FIG. 10 



.0 




°xx} 



170534 
Dice 1 
LaSSI 1 



0 




ci 



166597 
Dice 1918 
LaSSI 103 




200509 
rc Dice 2582 
cp 3 LaSSI 289 




S^. 
206968 
Dice 823 
LaSSI 52 



0 



&5 



rF 160315 
Ll " 3 Dice 1052 
LaSSI 291 



N' 




F 

214868 
Dice 2219 
LaSSI 197 



Mean similarity of the probe to each molecule in the top scoring 300 
compounds (MSP300) for three samples. The MSP300 for Dice searches 
are shown as a horizontal lines. For comparison, the MSP300 for random 
sets of 300 compounds from MDDR would be 0.12-0.14. 
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Cumulative actives found vs compounds tested for 187236 as a probe. 
The actives are oxytocin antagonists that do not contain a dipeptide moiety. 
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Selected non-peptide compounds that have extremely different ranks in 
Dice APTT vs LaSSI APTT for the statistically significant peptide to non- 
peptide examples. 
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